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Table S1
Coordinates of the optimised molybdenum complexes.
Table S2
Energies of the optimised complexes involved in the Sharpless-type mechanism.
Table S3
Energies of the optimised complexes involved in the Thiel-type mechanism (with the co-ligand type b).
Table S4
Energies of the optimised reagents, products and ligands. 
Fig. S1. Selected structural parameters of the optimised transition structures TS(1-2), TS(1-8), TS(3-9) and TS'(3-9).
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